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Key indicators: single-crystal X-ray study; T = 200 K; mean (C–C) = 0.003 A˚;
disorder in main residue; R factor = 0.042; wR factor = 0.077; data-to-parameter
ratio = 12.6.
The asymmetric unit of the title co-crystalline 1:2 adduct,
C12H12N2O22C6H3N3O6, contains two independent molecules
of bis(4-aminophenyl) sulfone (the drug Dapsone) and four
molecules of 1,3,5-trinitrobenzene and is extended into a two-
dimensional hydrogen-bonded network structure through
amino N—H  O hydrogen-bonding associations with nitro
O-atom acceptors. In the two independent Dapsone mol-
ecules, the inter-ring dihedral anges are 69.6 (3) and 63.63 (9).
Aromatic – interactions are also found between one of the
Dapsone aromatic rings and a trinitrobenzene ring [minimum
ring centroid separation = 3.596 (3) A˚]. A 4-aminophenyl ring
moiety of one of the Dapsone molecules and two nitro groups
of a trinitrobenzene are disordered in a 50:50 ratio.
Related literature
For drug applications of Dapsone, see: Wilson et al. (1991). For
the structures of Dapsone and its partial hydrate, see: Dick-
enson et al. (1970); Kus’mina et al. (1981). For the deca-
rboxylation of 2,4,6-trinitrobenzoic acid and resultant co-
crystal adduct structure, see: Smith et al. (2002).
Experimental
Crystal data
C12H12N2O2S2C6H3N3O6
Mr = 674.52
Triclinic, P1
a = 8.3196 (2) A˚
b = 18.3524 (5) A˚
c = 18.6285 (5) A˚
 = 83.577 (2)
 = 87.539 (2)
 = 88.237 (2)
V = 2822.86 (13) A˚3
Z = 4
Mo K radiation
 = 0.20 mm1
T = 200 K
0.35  0.15  0.10 mm
Data collection
Oxford Diffraction Gemini-S Ultra
CCD detector diffractometer
Absorption correction: multi-scan
(CrysAlis PRO; Oxford
Diffraction, 2010)
Tmin = 0.932, Tmax = 0.980
34593 measured reflections
11078 independent reflections
6613 reflections with I > 2(I)
Rint = 0.041
Refinement
R[F 2 > 2(F 2)] = 0.042
wR(F 2) = 0.077
S = 0.94
11078 reflections
880 parameters
H-atom parameters constrained
max = 0.22 e A˚
3
min = 0.28 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N4A—H41A  O52Di 0.88 2.49 3.324 (4) 160
N41A—H43A  O12Dii 0.88 2.46 3.248 (2) 149
N41A—H44A  O52C iii 0.88 2.26 3.096 (2) 158
N4X—H4X1  O51Eiv 0.88 2.46 3.267 (4) 152
Symmetry codes: (i) xþ 1;yþ 1;z; (ii) xþ 1;yþ 1;zþ 1; (iii)
x þ 2;yþ 1;zþ 1; (iv) xþ 2;yþ 1;z.
Data collection: CrysAlis PRO (Oxford Diffraction, 2010); cell
refinement: CrysAlis PRO; data reduction: CrysAlis PRO;
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008);
program(s) used to refine structure: SHELXL97 (Sheldrick, 2008)
within WinGX (Farrugia, 1999); molecular graphics: PLATON
(Spek, 2009); software used to prepare material for publication:
PLATON.
The authors acknowledge financial support from the
Australian Research Committee and the University Library
and the Faculty of Science and Technology, Queensland
University of Technology.
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: PV2497).
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